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In the structure of the title hydrated salt, 2CH6N3
+-
C8H2Cl2O4
2H2O, the planes of the carboxylate groups of
the dianion are rotated out of the plane of the benzene ring
[dihedral angles = 48.42 (10) and 55.64 (9)]. A duplex-sheet
structure is formed through guanidinium–carboxylate N—
H  O, guanidinium–water N—H  O and water–carboxylate
O—H  O hydrogen-bonding associations.
Related literature
For the structures of 1:1 salts of 4,5-dichlorophthalate, see:
Mallinson et al. (2003); Bozkurt et al. (2006); Smith et al. (2008,
2009); Smith & Wermuth (2010a,d). For 1:2 salts, see:
Bu¨yu¨kgu¨ngo¨r & Odabas¸og˘lu (2007); Smith & Wermuth
(2010a,c). For guanidinium salts of aromatic dicarboxylic
acids, see: Krumbe & Haussuhl (1986); Smith & Wermuth
(2010b).
Experimental
Crystal data
2CH6N3
+C8H2Cl2O42H2O
Mr = 371.19
Monoclinic, P21=c
a = 15.9797 (5) A˚
b = 6.9432 (2) A˚
c = 15.2266 (5) A˚
 = 94.650 (3)
V = 1683.84 (9) A˚3
Z = 4
Mo K radiation
 = 0.42 mm1
T = 200 K
0.28  0.25  0.20 mm
Data collection
Oxford Diffraction Gemini-S CCD
area-detector diffractometer
Absorption correction: multi-scan
(CrysAlis PRO; Oxford
Diffraction, 2010)
Tmin = 0.933, Tmax = 0.990
11236 measured reflections
3319 independent reflections
2627 reflections with I > 2(I)
Rint = 0.022
Refinement
R[F 2 > 2(F 2)] = 0.039
wR(F 2) = 0.105
S = 1.16
3319 reflections
264 parameters
H atoms treated by a mixture of
independent and constrained
refinement
max = 0.63 e A˚
3
min = 0.83 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N1A—H11A  O1W i 0.83 (2) 2.14 (2) 2.966 (2) 171 (2)
N1A—H12A  O12 0.89 (2) 2.07 (2) 2.914 (2) 156.8 (19)
N1B—H11B  O22ii 0.88 (2) 2.07 (2) 2.936 (2) 166.3 (19)
N1B—H12B  O12iii 0.85 (2) 2.09 (2) 2.904 (2) 162 (2)
N2A—H21A  O11 0.89 (3) 2.59 (3) 3.447 (2) 160 (2)
N2A—H21A  O12 0.89 (3) 2.35 (3) 3.125 (2) 145 (2)
N2A—H22A  O1W iv 0.81 (3) 2.20 (3) 3.010 (2) 175 (2)
N2B—H21B  O22iii 0.86 (3) 2.07 (3) 2.894 (2) 161 (3)
N2B—H22B  O11 0.91 (3) 2.09 (3) 2.880 (2) 144 (2)
N3A—H31A  O11v 0.85 (3) 2.06 (3) 2.874 (2) 159 (2)
N3A—H32A  O22i 0.84 (2) 2.19 (2) 2.923 (2) 147 (2)
N3B—H31B  O21 0.89 (2) 1.92 (2) 2.799 (2) 169 (2)
N3B—H32B  O11vi 0.86 (2) 2.20 (2) 2.966 (2) 149.2 (19)
O1W—H11W  O21 0.83 (3) 1.97 (3) 2.789 (2) 169 (3)
O1W—H12W  O12vi 0.88 (3) 1.90 (3) 2.7716 (19) 174 (3)
Symmetry codes: (i) xþ 1;yþ 1;zþ 1; (ii) x;yþ 32; zþ 12; (iii) x;yþ 12; zþ 12;
(iv) xþ 1; y  12;zþ 32; (v) xþ 1; yþ 12;z þ 32; (vi) x; yþ 1; z.
Data collection: CrysAlis PRO (Oxford Diffraction, 2010); cell
refinement: CrysAlis PRO; data reduction: CrysAlis PRO;
program(s) used to solve structure: SIR92 (Altomare et al., 1994);
program(s) used to refine structure: SHELXL97 (Sheldrick, 2008)
within WinGX (Farrugia, 1999); molecular graphics: PLATON
(Spek, 2009); software used to prepare material for publication:
PLATON.
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: NG5176).
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